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TS2
Elecronic energy = -3455.40 Gibbs free energy = -3382.54 C -4.360000 -0.878000 1.078600 C -3.018000 -0.569400 1.033000 C -2.477500 0.111300 -0.085300 C -3.343400 0.463300 -1.151800 C -4.687200 0.170100 -1.085500 C -5.198100 -0.504400 0.025300 H -4.765400 -1.411500 1.925400 H -2.372800 -0.881700 1.843100 H -2.963500 1.004500 -2.003200 H -5.343000 0.460400 -1.892200 H -6.251900 -0.745100 0.068400 C -1.101100 0.463400 -0.156600 C -0.394200 0.899300 -1.298100 S -0.057100 0.419400 1.264500 H -0.843100 0.960500 -2.274600 C 1.306300 0.942000 0.316300 C 0.923700 1.159900 -1.065200 H 1.631200 1.565500 -1.769900 C 2.581200 1.493000 0.919300 H 2.897700 1.049800 1.874200 O 3.152400 2.396100 0.372700 Br 2.451900 -1.010700 -0.575000
σ-complex-2
Elecronic energy = -3468.64 Gibbs free energy = -3396.09 C -4.338700 -0.622100 1.148700 C -2.970500 -0.485600 1.070500 C -2.371300 0.066700 -0.086200 C -3.204100 0.485600 -1.151800 C -4.574600 0.363600 -1.054600 C -5.143500 -0.195600 0.088900 H -4.788900 -1.065800 2.024400 H -2.353900 -0.843800 1.883400 H -2.777500 0.943600 -2.030500 H -5.204600 0.702700 -1.863800 H -6.217200 -0.302800 0.155100 C -0.956900 0.217500 -0.193200 C -0.235000 0.421300 -1.421000 S 0.090000 0.164000 1.166300 H -0.731600 0.454300 -2.376300 C 1.583200 0.436000 0.119400 C 1.093800 0.519500 -1.271700 H 1.802100 0.678400 -2.070300 C 2.325800 1.718900 0.595600 H 2.716500 1.662700 1.624300 O 2.454800 2.664000 -0.123600 Br 2.881500 -1.069100 0.279000
